. Comparison of stacked energies of the benzene dimer at various distances at the complete basis set limit (CBS) of HF, MP2 and CCSD(T) with ωB97XD/cc-pVTZ. CCSD(T)/CBS results were obtained through extrapolation from MP2/CBS. All observed deviations in the attractive regime between CCSD(T)/CBS and ωB97XD/cc-pVTZ are below 0.5 kcal/mol.
. Comparison of stacked energies of the benzene dimer at various distances at the complete basis set limit (CBS) of HF, MP2 and CCSD(T) with ωB97XD/cc-pVTZ. CCSD(T)/CBS results were obtained through extrapolation from MP2/CBS. Energies are given in kcal/mol. All observed deviations in the attractive regime between CCSD(T)/CBS and ωB97XD/cc-pVTZ are below 0.5 kcal/mol. Figure S2 . Comparison of parallel-displaced energy surfaces for the benzene dimer at the CCSD(T)/cc-pVTZ (left) and wB97XD/cc-pVTZ (right) levels of theory. Energies are given in kcal/mol. Table S1 . Minimum interaction energies with benzene and dipole moments calculated at ωB97XD/cc-pVTZ level of theory for the investigated heterocyclic systems. Table S2 . Positions of the stacked and parallel-displaced minima for all investigated sytems. These positions are used in the definition of the X' axis as outlined in Figure 2 . The slope of the X' axis is also given for all systems. 
